Key indicators: single-crystal X-ray study; T = 223 K; mean (C-C) = 0.008 Å; R factor = 0.033; wR factor = 0.083; data-to-parameter ratio = 18.4.
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Experimental

Figure 1
The molecular structure of the title compound, showing the atomic numbering and 40% probability displacement ellipsoids. Symmetry code: (i) -x + 1, y, -z + 1.5.
Figure 2
The packing diagram of the title compound viewed along the b axis. Hydrogen atoms have been omitted for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.3399 (3) 0.4417 (6) 0.4793 (7) 0.0368 (12) 
Geometric parameters (Å, º)
C1-C2 1.359 (8) C4-C5 1.399 (7) C1-C6 1.409 (7) C4-H4 0.94 C1-H1 0.94 C5-C6 1.408 (7) C2-C3 1.372 (9) C5-C5 i 1.467 (10) C2-H2 0.94 C6-C7 1.445 (6) C3-C4 1.359 (8) C7-C7 i 1.360 (9) C3-H3 0.94 C7-I1 2.075 (5) 
